Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.044; wR factor = 0.104; data-to-parameter ratio = 14.3.
Experimental
Crystal data Monoclinic, P2 1 =c a = 18.9008 (7) Å b = 9.9828 (4) Å c = 9.5924 (4) Å = 102.224 (4) V = 1768.89 (11) Å 3 Z = 4
Mo K radiation = 0.21 mm À1 T = 293 K 0.40 Â 0.30 Â 0.10 mm
Data collection
Oxford Diffraction Xcalibur Eos diffractometer Absorption correction: multi-scan (CrysAlis PRO; Oxford Diffraction, 2006) T min = 0.991, T max = 1.000 7919 measured reflections 3609 independent reflections 2665 reflections with I > 2(I) R int = 0.021 Refinement R[F 2 > 2(F 2 )] = 0.044 wR(F 2 ) = 0.104 S = 1.03 3609 reflections 252 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.23 e Å À3 Á min = À0.23 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). et al., 2006) ; software used to prepare material for publication: OLEX2. supplementary materials Acta Cryst. (2012) . E68, o1823 [doi:10.1107/S160053681202212X] 3-Amino-N-benzyl-6-(4-fluorophenyl)thieno[2,3-b]pyridine-2-carboxamide Jin-Ni Zhao, Sheng-Yong Yang and Li Yang Comment Thieno[2,3-b]pyridine derivatives are of great importance owing to their wide biological properties (Litvinov et al., 2005) . The title compound is one of the key intermediates in our synthetic investigations of anticancer drugs. Herein we report its crystal structure.
As shown in Fig. 1 , the thieno[2,3-b]pyridine ring forms dihedral angles of 10.57(0.12)° and 83.87(0.05)° with the monofluoro-benzene at 6-position and the phenyl rings at 2-position, respectively.In the crystal packing, stacking interactions involving phenyl rings containing fluorine atom of adjacent molecules are helpful for the stabilization of the crystal as well as intermolecular N-H···N hydrogen bonds.In addition,intramolecular N-H···O and N-H···S hydrogen bonds help to stabilize the molecular conformation (Table 1 and Fig.2 ).
Experimental
To a solution of 6-(4-fluorophenyl)-2-thioxo-1,2-dihydropyridine-3-carbonitrile (2.30 g, 10 mmol) in DMF (15.00 ml) was added dropwise a solution of 10% sodium hydroxide (8.00 ml). After stirring at room temperature for 0.5 h and then the temperature was raised to 85 °C and then 10% sodium hydroxide (8.00 ml) and N-benzyl-2-chloroacetamide (2.20 g, 12.0 mmol) were added. The reaction mixture was stirred under reflux until complete conversion of the starting materials (6 h, monitored by TLC). The mixture was then cooled to room temperature and crystallized to give 3.17 g of an yellow solid (84% yield).The product was recrystallized from ethanol to afford the title compound as an off-yellow solid (yield: 60%). Crystals suitable for X-ray analysis were obtained by slow evaporation using dichloromethane methanol (2:1 v/v) as eluent.
Refinement
H atoms of the amino group were located in a difference map and refined freely. The remaining H atoms were positioned geometrically (C-H = 0.93-0.97 Å, N-H = 0.82-0.90 Å) and refined using a riding model, with U iso (H) = 1.2U eq (C). The molecular structure of the title compound, with displacement ellipsoids drawn at the 30% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.20491 ( 
